Key indicators: single-crystal X-ray study; T = 298 K; mean (C-C) = 0.005 Å; R factor = 0.088; wR factor = 0.207; data-to-parameter ratio = 18.1.
The title compound, C 22 H 28 N 8 Si, has crystallographic 2 symmetry with the Si atom located on a twofold rotation axis. The tetrazole ring is oriented at a dihedral angle of 5. 32 (18) with respect to the benzene ring. A C-HÁ Á Á interaction occurs between adjacent molecules in the crystal structure.
Related literature
For applications of tetrazole compounds, see: Bhandari et al. (2000) . For the synthesis of tetrazole derivatives, see: Demko & Sharpless (2001 Table 1 Hydrogen-bond geometry (Å , ).
Cg is the centroid of the tetrazole ring.
Symmetry code: (i) Àx þ 1; Ày þ 1; Àz þ 1.
Data collection: SMART (Bruker, 2007); cell refinement: SAINT (Bruker, 2007); data reduction: SAINT; program(s) used to solve structure: SHELXTL (Sheldrick, 2008); program(s) used to refine structure: SHELXTL; molecular graphics: SHELXTL; software used to prepare material for publication: SHELXTL.
Bis[4-(2-isopropyl-2H-tetrazol-5-yl)phenyl]dimethylsilane P. Wang, Z. Yue, J. Zhang and S.-Y. Feng
Comment
Due to the application of tetrazoles in coordination chemistry, medicinal chemistry and material science (Bhandari et al., 2000) , series of organic compounds with tetrazole group have been synthesized through different methods. Since a safe, convenient and envrironmentally friendly procedure for the synthesis of 5-substituted 1H-tetrazoles in water was reported by Demko and Sharpless (2001) , synthesis of such compounds has been developed rapidly. However, due to the difficult in synthesis, tetrazole functional silane was never reported to our best knowledge. Here, we reported the synthesis and crystal structure of the title compound(I), namely, bis(4-(2-isopropyl-2H-tetrazol-5-yl)phenyl)dimethylsilane.
The molecular structure of (I) is shown in Fig. 1 . Bond lengths and angles in (I) are normal. The phenyl and tetrazole rings are not coplanar, and the two rings twisted to each other at a dihedral angle of 5.32 (18)°. The crystal packing is stablized by C-H···π interaction (Table 1) .
Experimental
Tert-butyl lithium (4 mmol) in 3.08 ml n-pentane solution and 5-(4-bromophenyl)-2-isopropyl-2H-tetrazole (0.54 g, 2 mmol) were reacted at 195 K in 20 ml e ther. To the resulted solution was added dimethyldichlorosilane (0.13 g, 1 mmol), the solution was warmed slowly to room temperature and stirred overnight. Then the solution was filtered. The volatiles were removed from the resulting filtrate by vacuum distillation. The residue was purified by column chromatography using ethyl acetate/n-hexane as eluent to afford the pure compound. Single crystals of (I) suitable for X-ray analysis were obtained by slow evaporation methanol solvent.
Refinement
The H atoms were positioned geometrically and refined using a riding model with C-H = 0.93-0.96 Å and U iso (H) = 1.5U eq (C) for methyl and 1.2U eq (C) for the others. 
